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In this talk, the quantum chemistry of astronomically
relevant molecules will be outlined with an emphasis on
the structures and energetics of C7H2 isomers, which are
yet to be identified in space. Although more than 100’s
of isomers are possible for C7H2, to date only 6 isomers
had been identified in the laboratory.b;c;d The equilibrium
geometries of heptatriynylidene (1), cyclohepta-1,2,3,4-
tetraen-6-yne (2), and heptahexaenylidene (3), which we
had investigated theoretically will be discussed briefly.e
While 1 and 3 are observed in the laboratory, 2 is a hypo-
thetical molecule. The theoretical data may be useful for
the laboratory detection of 2 and astronomical detection of
2 and 3.
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